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The title compound, C 24 H 30 O 7 , is a diterpenoid isolated from the seeds of Caesalpinia minax. It consists of two cyclohexane rings (A and B), one unsaturated six-membered ring (C) and one furan ring (D) . The stereochemistry of the ring junctures is A/B trans and B/C trans. Rings A and B have normal chair conformations while C adopts a twisted half-chair conformation due to fusion to the furan ring which is planar [r.m.s. deviation = 0.0009 (2) Å ]. In the crystal, hydroxyl O-HÁ Á ÁO carbonyl hydrogen bonds link the molecules into a chain structure extending along the a-axis direction.
Related literature
For previous isolation of 1-deacetoxy-1-oxocaesalmin, see: Kalauni et al. (2005) . For the antiviral activity of similar diterpenoids, see: Jiang et al. (2001) . For the antimalarial activity of similar diterpenoids, see: Kalauni et al. (2006) . For the antitumor activity of similar diterpenoids, see: Ma et al. (2013) . For the stereochemistry of caesalmin C, see: Jiang et al. Hydrogen-bond geometry (Å , ).
Symmetry code: (i) x þ 1 2 ; Ày þ 3 2 ; Àz þ 1.
Data collection: CrysAlis PRO (Agilent, 2011); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: XP in SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
Comment
1-Deacetoxy-1-oxocaesalmin is a natural diterpenoid which has been isolated from the seeds of Caesalpinia crista (Kalauni et al., 2005) . Though the biological activity of this compound was not reported, similar diterpenoids were reported to have antiviral (Jiang et al., 2001 ), antimalarial (Kalauni et al., 2006 and antitumor (Ma et al., 2013) activities. Caesalpinia minax is a prickly scandent shrub distributing widely in the tropics and subtropics. The seeds of this plant have been used in Chinese folk medicine for the treatment of prostatitis. In order to characterize the active components, we performed a phytochemical study on the seeds of this plant. The title compound was isolated from the ethyl acetate fraction of the 95% ethanol extract followed by recrystallization from the methanol solution at room temperature. Isolation of this compound, C 24 H 30 O 7 , from Caesalpinia minax and Caesalpinia crista of the same genus indicated that it can be served as a chemotaxonomic marker for this genus. An intermolecular hydroxyl O2-H···O1 i (carbonyl) hydrogen bond (Table 1) links the molecules into a onedimensional chain structure extending along a (Fig. 2) .
Experimental
The dry ground seeds of Caesalpinia minax (5.0 kg) were refluxed with 95% EtOH. After evaporation of the solvent, the crude extract was suspended in distilled water and extracted with hexane (800 ml), ethyl acetate (800 ml) and butanol (600 ml), successively. The ethyl acetate fraction (65 g) was subjected to column chromatography over silica gel, and eluted with a cyclohexane-ethyl acetate gradient (10:1 to 0:1) to afford the title compound, which was further recrystallized from methanol at room temperature to give colorless crystals (18 mg).
Refinement
The C-bound H atoms were positioned geometrically and were included in the refinement in the riding-model approximation, with C-H = 0.96 Å (CH 3 ) and U iso (H) = 1.5U eq (C); 0.97 Å (CH 2 ) and U iso (H) = 1.2U eq (C); 0.98 Å (CH) and U iso (H) = 1.2U eq (C); 0.93 Å (aryl H) and U iso (H)= 1.2U eq (C); O-H = 0.82 Å and U iso (H) = 1.5U eq (O). The absolute configuration can be unambiguously assigned with reference to the known configuration of the closely related compound caesalmin C (Jiang et al., 2001) . [C5(R),C6(S), C7(R),C8(R),C9(S),C10(R] were assigned for the six chiral centres in the title compound using the arbitrarily named atoms employed. The Flack parameter (Flack, 1983) was refined to -0.1 (2) supplementary materials sup-2 Acta Cryst. (2014) . E70, o662
for 1031 Friedel pairs.
Figure 1
The molecular structure of the title compound showing 30% probability displacement ellipsoids. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
1-Deacetoxy-1-oxocaesalmin

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.6154 (2) 0.74496 (9) 0.53183 (8) 0.0547 (5) 0.0320 (10) 0.0317 (10) 0.0418 (11) −0.0012 (9) 0.0007 (9) 0.0019 (9) C7 0.0383 (11) 0.0312 (10) 0.0372 (11) −0.0021 (9) 0.0001 (9) 0.0091 (9) C8 0.0369 (10) 0.0322 (10) 0.0409 (11) −0.0016 (9) 0.0028 (9) 0.0053 (9) C9 0.0370 (11) 0.0338 (11) 0.0400 (11) 0.0015 (9) 0.0010 (9) 0.0028 (9) C10 0.0305 (10) 0.0366 (11) 0.0396 (11) 0.0010 (9) −0.0018 (9) 0.0046 (9) 
